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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS277
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS277
	C11H8F4N2O2S
	308.3
	pKa1
	8.01
	7.82
	7.92
	Cosolvent 
(Initial 60v% DMSO)
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Stored: S1508151.sfs

Sample weight: 1.75 mg

Acquisition time: 1.1 hrs
23 points: pH 1.2 => pH 11.0
Selected: pH 4.0=> pH 11.0
Cosolvent: 53.0wt% DMSO
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Stored: S1508162.sfs

Sample weight: 1.75 mg

Acquisition time: 0.7 hrs
25 points: pH 1.5 => pH 11.2
Selected: pH 4.0 => pH 11.0
Cosolvent: 43.0wt% DMSO
CS277_Replicate-1_Third titration:[image: image11.png]Refine Equilibrium Constants and Related Factors
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Stored: S1508170.sfs

Sample weight: 1.75 mg

Acquisition time: 0.7 hrs
26 points: pH 1.7 => pH 11.4
Selected: pH 4.0 => pH 11.0
Cosolvent: 34.0wt% DMSO
CS277_Replicate-1_Factored concentrations

0.68 mM X 53.0wt% S1508151-1
0.61 mM X 43.0wt% S1508162-1
0.48 mM X 34.0wt% S1508170-1
[image: image1.png]COSOLVENT PROFILE

11

101

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H0) = 8.01 2 0.05 (GOF=1.0, slope=0.0291}
ok, (DMSO) = 10.92




[image: image12.png]Refine Equilibrium Constants and Related Factors.
Tt [SAPLE Co277 Pimay Key [fE06170
R sendr)

Constant_Evor_Equation Basis  Evor Basis DalaFil
G002 = 0.048 BeH-BH 05714 +0.0287 (0.000835M) &

10448 +0000 CO3:H=HCD3 | 1.0000 +0.0522 (0.00DTEOM) CO3
6330 £0000 HCD3+H=H2C03

Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 5 7 9 Mn
0018822 +0.0000128 05733 +0.0001 MLl p H

10343 200002 KOH

BJERRUM PLOT

Compound Cade [7 Temperatue [ 250 T Ref loric St [ 017 M

AssayMedun  [CoSahvert  [335 wix

Electrode
Cosffcient Ratios'  Constants
0629 a
09388 k5
33 H
12 oW

Inifal Parameters

i )
Cancel iz 0 r

5 7 9 1




CS277_Replicate-2_First titration: 
Stored: S1509103.sfs

Sample weight: 1.61 mg

Acquisition time: 1.0 hrs
26 points: pH 1.6 => pH 11.2
Selected: pH 4.0 => pH 11.0
Cosolvent: 54.0wt% DMSO
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CS277_Replicate-2_Second titration:

Stored: S1509113.sfs

Sample weight: 1.61 mg                      
Acquisition time: 0.7 hrs
25 points: pH 1.5 => pH 11.2
Selected: pH 4.0 => pH 11.0
Cosolvent: 44.0wt% DMS0
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CS277_Replicate-2_ Third titration:

Stored: S1509121.sfs

Sample weight: 1.61 mg

Acquisition time: 0.6 hrs
26 points: pH 1.7 => pH 11.5
Selected: pH 4.0 => pH 11.0
Cosolvent: 34.0wt% DMSO
CS277_Replicate-2_Factored concentrations

0.59 mM X 54.0wt% S1509103-1
0.60 mM X 44.0wt% S1509113-1
0.51 mM X 34.0wt% S1509121-1
[image: image2.png]COSOLVENT PROFILE

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

oKo(H0) = 7.82 2 0.16 (COF=2.9, slope=0.0351}
pKo(DMS0) = 11.33




S1508151
[image: image3.png]Tiant Crets/Cary-over

XA | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

0432525 000000 0000000 24100000 00
0430825 0200542 0000000 25350000 00
0430825 0266208 0000000 27720000 00
0430825 03575 0000000 30880000 00
0430825 0367104 0000000 34270000 00
0430825 0399317 0000000 37560000 00
0430825 0405846 0000000 40710000 00
0430825 0408542 0000000 43630000 00
0430825 0410042 0000000 47280000 00
0430625 041035 0000000 51730000 00
0430825 041145 0000000 570000 00 TITRATION PLOT
1 043625 041189 0000000 £2770000 00

12 04365 0412313 0000000 £e850000 00
13 043625 0412646 0000000 74170000 00
14 043625 0412917 0000000 76170000 00
15 043625 0413042 0000000 82140000 00
16 043625 0413167 0000000 £E100000 00
17 043625 0413375 0000000 S0030000 00
18 043625 0413813 0000000 35520000 00
19 0432625 0414723 0000000 100480000 00
20 0432625 041500 0000000 105800000 00
21 043625 0418645 0000000 113150000 00
22 043625 0413604 0000000 119170000 00

Tite [SAMPLECS277

i)
MG 1D N 000 S

0.10.20304

2ero weights =
e VoL (mL) [

analsis.





S1508162
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S1508170
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S1509103
[image: image6.png]ra

n Data

Tiant Crets/Cary-over

XA | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

03217 D000 D00 20000 00
D37 DréHm 00 25m0000 00
D7 Dbietse DO 27eana 00
D7 Dies Do S0ea0a0 00
D7 03%ires DobMm 3970000 00
D7 03tszs DobMm 35510000 00
D7 Db DO 3000 00
D7 0Br Do § a0 00
0 0uEs oo $50000 00
0352917 0.333771 0.000000 48660000 0.0 12 TITRATION PLOT
"3z D% DO S0 00

11 03ty 03t o0 3730000 00

12 03ty Dt oo aces 0o 00
15 0%y D3mi oo 67000 00
1i 037 skt oo 7170000 00
15 03ty 0y oo 74000 00
15 03ty D3mery oo 7o 0000 00
17 03ty 3o oo &3 000 00
1o 03ty Dt oo aa 0o 00
15 03ty Dery oo %8000 00
B 03ty e Qo0 3es0ow 00
2 D3ty 03% o 00 G0
% Dty D3mm oo 104700 00
% D3ty D3 oo 110000 00
% D3ty s 0o 11620000 00
% D37 D35 Do 11000 00

Tie [Grited Cosolver Assay

0.1 0.2 0.3
e o Cocel
[t VOL (ml) =





S1509113
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